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Refinement Details
Refinement of F 2 against all reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on all data will be even larger.
All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes.
A slightly large prolate is evident in thermal ellipsoid of C20 which results from a partial population of I in this position arising from a trace quantity of the mirror image of 2 which has crystallized in an errant conformation. Refinement with a partial population of I in this position (< 3%) did not significantly improve the overall refinement and was not included as a part of the final refinement. (9) 311 (5) 1235 (3) 727 (3) 13(1) C (10) 2047 (6) 1881 (3) 4547 (3) 18(1) C (11) 1466 (6) 1769 (3) 5458 (3) 21(1) C (12) 5 (6) 1348 (3) 5594 (3) 20 (1) 2.087(4) 2.102(5) Pt-I 2.7830(5) N(1)-C (1) 1.336(6) N(1)-C (9) 1.375(6) N(2)-C (17) 1.368(6) N(2)-C (8) 1.370(6) N(3)-C (10) 1.329(6) N(3)-C (18) 1.380(6) C(1)-C (2) 1.398(7)
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0.9500 C(4)-C (5) 1.415(6) C(4)-C (9) 1.418(6) C(5)-C (6) 1.361(7) C(5)-H (5) 0.9500 C(6)-C (7) 1.397(6) C(6)-H (6) 0.9500 C(7)-C (8) 1.396(6) C(7)-H (7) 0.9500
1.442(6) C(10)-C (11) 1.406(7) C(10)-H(10) 0.9500 C(11)-C(12)
1.361(7) C(11)-H(11) 0.9500 C(12)-C (13) 1.409(6) C(12)-H (12) 0.9500 C(13)-C (18) 1.400(6) C(13)-C (14) 1.417(6) C(14)-C (15) 1.354(7) C(14)-H (14) 0.9500
0.9800
81.80(15) N(1)- 99.05(17) N(3)- 97.60 (17) N ( (9) 119.9(4)
116.8(4) (1) 19 (2) 11 (2) 14 (2) 2(2) 0(2) -1(2) N (2) 15 (2) 12 (2) 13 (2) 1 (2) 1(2) -1(2) N (3) 17 (2) 12 (2) 12 (2) 1(2) -2(2) 0(2) C (1) 16 (2) 14 (2) 21 (2) 1 (2) 1(2) -5(2) C (2) 26 (3) 19 (3) 19 (2) 4 (2) 3 (2) 1(2) C (3) 26 (3) 15 (2) 13 (2) 3 (2) 3 (2) 7(2) C (4) 20 (2) 8 (2) 17 (2) 2(2) -1(2) 2(2) C (5) 24 (2) 16 (2) 12(2) -3(2) -5(2) 5(2) C (6) 17 (2) 16 (2) 24(3) -2(2) -9(2) 3(2) C (7) 16 (2) 17 (2) 18 (2) 0(2) 2(2) 0(2) C (8) 17 (2) 10 (2) 13 (2) -1(2) 1(2) 4(2) C (9) 17 (2) 9 (2) 13 (2) 1(2) -3(2) 2(2) C (10) 19 (2) 18 (2) 18(3) -1(2) -4(2) 1(2) C (11) 26 (3) 19 (3) 16 (2) -4(2) -8(2) 3(2) C (12) 28 (3) 19 (2) 13(2) 0(2) 2(2) 8(2) C (13) 21 (2) 14 (2) 14(2) 0(2) 1(2) 4(2) C (14) 20 (2) 20 (3) 16 (2) 4(2) 10(2) 4(2) C (15) 14 (2) 24 (3) 22 (3) 6(2) 0(2) -1(2) C (16) 13 (2) 16 (2) 23(3) -4(2) -2(2) 2(2) C (17) 16 (2) 11 (2) 15(2) -1(2) 2(2) 5(2) C (18) 15 (2) 8 (2) 16 (2) 1(2) -3(2) 4(2) C(19) 18 ( 
Refinement Details
All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. (1) 578 (4) 5490 (2) 6562 (2) 16(1) C (2) 770 (5) 6121 (2) 5900 (3) 20(1) C (3) 1698 (4) 5957 (2) 5139 (2) 19 (1) C(4) 2390 (4) 5155 (2) 5006 (2) 17(1) C (5) 3291 (4) 4915 (2) 4218 (2) 22(1) C (6) 3902 (4) 4121 (3) 4142 (2) 23(1) C (7) 3666 (4) 3521 (2) 4838 (2) 18 (1) C(8) 2780 (4) 3717 (2) 5620 (2) 13(1) C (9) 2138 (4) 4553 (2) 5700 (2) 14 (1) C(10) -2341 (4) 3066 (2) 7272 (2) 18(1) C (11) - 3572(4) 2497 (2) 6976 (3) 23 (1) C(12) -3124 (4) 1866 (2) 6397 (3) 22(1) C (13) -1436 (4) 1810 (2) 6082 (2) 17 (1) C (14) -863 (5) 1181 (2) 5474 (3) 22(1) C (15) 778 (5) 1185 (2) 5204 (3) 22(1) C (16) 1915 (4) 1813 (2) 5493 (2) 17(1) C (17) 1406 (4) 2453 (2) 6060 (2) 13 (1) C (18) -291 (4) 2425 (2) 6390 (2) 13(1) C(19) 3709 (4) 4265 (2) 7791 (2) 17(1) C(20) 1930 (4) 2733 (2) 8270 (2) 17(1) ________________________________________________________________________________ S-14 2.046(3) 2.052(3) Pt-N (1) 2.137(3) Pt-N (3) 2.146(3) Pt-I 2.6299(3) N(1)-C (1) 1.315(4) N(1)-C (9) 1.372(4) N(2)-C (8) 1.409(4) N(2)-C (17) 1.421(4) N(3)-C (10) 1.325(4) N(3)-C (18) 1.373(4) C(1)-C (2) 1.403(5) C (1)-H(1) 0.9500 C(2)-C (3) 1.364(5) C (2)-H(2) 0.9500
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0.9500 C(4)-C (9) 1.411(5) C(4)-C (5) 1.414(5) C (5)-C(6) 1.361(6) C (5)-H(5) 0.9500 C(6)-C (7) 1.409(5) C(6)-H (6) 0.9500 C(7)-C (8) 1.382(5) C (7) Table 9 . Anisotropic displacement parameters (Å 2 x 10 3 ) for 3. The anisotropic displacement factor exponent takes the form: -2π 2 [ h 2 a* 2 U 11 + ... + 2 h k a* b* U 12 ] ______________________________________________________________________________ U 11 U 22 U 33 U 23 U 13 U 12 ______________________________________________________________________________ Pt 10(1) 11(1) 9(1) 0(1) 2(1) 1(1) I 20 (1) 19 (1) 13 (1) -3(1) 5(1) 3(1) N (1) 10 (1) 13 (1) 14 (1) -2(1) -2(1) 0(1) N (2) 10 (1) 14 (1) 11 (1) 0(1) 2(1) 0(1) N (3) 12 (1) 13 (1) 14 (1) 2(1) 2(1) 2(1) C (1) 16 (2) 15 (2) 18 (2) -2(1) -4(1) -3(1) C (2) 21 (2) 13 (2) 24 (2) 2(1) -8(1) -3(1) C (3) 20 (2) 16 (2) 20 (2) 7(1) -8(1) -9(1) C (4) 12 (2) 21 (2) 17 (2) 4(1) -5(1) -7(1) C (5) 19 (2) 29 (2) 18 (2) 9(2) 0(1) -8(2) C (6) 17 (2) 38 (2) 14 (2) 4 (2) 5(1) -2(2) C (7) 15 (2) 23 (2) 16 (2) 0 (1) 5 (1) 3(1) C (8) 12 (2) 18 (2) 10 (2) 1 (1) 0(1) -3(1) C (9) 11 (2) 17 (2) 14 (2) -1(1) -1(1) -4(1) C (10) 17 (2) 16 (2) 22 (2) 2 (1) 5 (1) 1(1) C (11) 12 (2) 22 (2) 34 (2) 4 (2) 5(1) 0(1) C (12) 15 (2) 18 (2) 31 (2) 3(2) -3(1) -4(1) C (13) 18 (2) 12 (2) 20 (2) 3(1) -2(1) 1(1) C (14) 26 (2) 13 (2) 26 (2) -3(1) -5(2) -1(1) C (15) 28 (2) 17 (2) 21 (2) -6(1) -1(2) 5(1) C (16) 16 (2) 17 (2) 18(2) -3(1) 2(1) 2(1) C (17) 13 (2) 13 (2) 13 (2) 3 (1) 1 (1) 2(1) C (18) 13 (2) 12 (2) 13 (2) 3(1) 0(1) 1(1) C(19) 12 ( 
Refinement Details
A slightly large prolate is evident in thermal ellipsoid of C10 which results from what is presumed to be a partial population of I due to a trace impurity in this position. Refinement with a partial population of I in this position (< 4%) did not significantly improve the overall refinement and was not included as a part of the final refinement. Hydrogen bonding between F1 and N2 is also evident and summarized in Table 16 . (2) 3795 (3) 4813 (3) 971 (6) 23(1) C (3) 3552 (3) 5122 (3) 2242 (6) 22(1) C (4) 3848 (3) 4620 (3) 3387 (5) 18(1) C (5) 3627 (4) 4888 (3) 4729 (6) 24(1) C (6) 3938 (4) 4382 (3) 5796 (6) 26(1) C (7) 4493 (4) 3597 (3) 5585 (5) 22(1) C (8) 4712 (3) 3324 (2) 4298 (4) 15(1) C (9) 4400 (3) 3833 (3) 3182 (4) (1) 18 (2) 12 (1) 17 (2) 1(1) -1(1) 0(1) N (2) 8 (2) 17 (2) 20(2) 0 0(1) 0 C (10) 24 (2) 9(1) 34(2) -13(1) -22(2) 9(1) I 38(1) 17(1) 21(1) 0 11(1) 0 C (1) 17 (2) 19 (2) 24 (2) 4(1) -4(1) -1(1) C (2) 20 (2) 18 (2) 31 (2) 6(2) -4(2) 3(1) C (3) 17 (2) 13 (1) 36 (3) 2(2) 1(2) 1(1) C (4) 14 (2) 12 (1) 27(2) -2(1) 3(1) 0(1) C (5) 21 (2) 16 (2) 34(3) -6(2) 11(2) 2(1) C (6) 29 (2) 21 (2) 27(3) -8(2) 10(2) -2(2) C (7) 27 (2) 16 (2) 22(2) -3(1) 5(2) -2(1) C (8) 15 (2) 11 (1) 19 (2) -2(1) 1(1) -1(1) C (9) 11 (1) 13 (1) 20 (2) -1(1) 2(1) -1(1) B 25(3) 31(3) 11(3) 0 -2(2) 0 F (1) 24 (2) 89 (5) 21(2) 0 -5(2) 0 F (2) 31 (2) 40 (3) 20(2) 0 5(2) 0 F (3) 45 (2) 39 (2) 46(2) -22(2) 8(2) -9(2) ______________________________________________________________________________ 
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